Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.063; wR factor = 0.207; data-to-parameter ratio = 15.1.
Experimental
Crystal data C 15 H 18 N 2 O 2 M r = 258.31
Monoclinic, P2 1 =c a = 20.853 (7) Å b = 10.013 (4) Å c = 13.893 (5) Å = 94.915 (6) V = 2890.2 (18) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 294 K 0.40 Â 0.28 Â 0.20 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1999) T min = 0.969, T max = 0.984 14804 measured reflections 5292 independent reflections 2946 reflections with I > 2(I) R int = 0.042 Refinement R[F 2 > 2(F 2 )] = 0.063 wR(F 2 ) = 0.207 S = 1.02 5292 reflections 351 parameters 186 restraints H-atom parameters constrained Á max = 0.50 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) Àx þ 1; Ày; Àz þ 1.
Data collection: SMART (Bruker, 1999) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. This work was supported by the Natural Science Foundation of Henan Province China (grant No. 082300420110) and the Natural Science Foundation of Henan Province Eduation Department, China (grant No. 2007150036 ).
Figure 1
The asymmetric unit of the title compound, (I), with displacement ellipsoids drawn at the 30% probability level.
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Figure 2
The packing diagram of the title compound. Intermolecular hydrogen bonds are shown as dashed line. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-(4-tert-Butylbenzyl)pyrimidine-2,4(1H,3H)-dione

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x (2) 1.02506 (16) 0.0590 (7) (12) 0.0096 (10) 0.0308 (11) 0.0051 (11) C28A 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) C28B 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) C29A 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) C29B 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) C30A 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) C30B 0.0702 (9) 0.1029 (10) 0.1765 (10) 0.0100 (9) 0.0305 (9) 0.0050 (10) Geometric parameters (Å, º) 115.9 H15D-C15B-H15E 109.5 C2-N1-H1 115.9 C12-C15B-H15F 109.5 C4-N2-C1 120.7 (2) H15D-C15B-H15F 109.5 C4-N2-C5 120.2 (3) H15E-C15B-H15F 109.5 C1-N2-C5 118.4 (3) O4-C16-N3 122.2 (2) C16-N3-C17 126.9 (2) O4-C16-N4 122.1 (2) C16-N3-H3 116.5 N3-C16-N4 115.7 (2) C17-N3-H3 116.5 O3-C17-N3 119.8 (2) C19-N4-C16 120.3 (2) O3-C17-C18 126.2 (3) C19-N4-C20 121.6 (2) N3-C17-C18 113.9 (2) C16-N4-C20 118.1 (2) C19-C18-C17 119.8 (3) O1-C1-N1 122.1 (3) C19-C18-H18 120.1 O1-C1-N2 123.3 (3) C17-C18-H18 120.1 N1-C1-N2 114.6 (3) C18-C19-N4 123.3 (3) O2-C2-N1 120.4 (3) C18-C19-H19 118.4 O2-C2-C3 126.6 (3) N4-C19-H19 118.4 N1-C2-C3 113.0 (3) N4-C20-C21 112.1 (2) C4-C3-C2 120.2 (3) N4-C20-H20A 109.2 C4-C3-H3A 119.9 C21-C20-H20A 109.2 C2-C3-H3A 119.9 N4-C20-H20B 109.2 C3-C4-N2 123.3 (3) C21-C20-H20B 109.2 C3-C4-H4 118.4 H20A-C20-H20B 107.9
